Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

Electronic Supplementary Information

Synthesis and Supramolecular Assembly of the Bifunctional Borinic Acid [1,2-FcB(OH)],

Thilagar Pakkirisamy,"’ Didier Murillo," Jiawei Chen," and Frieder Jiikle"*

“Department of Chemistry, Rutgers University-Newark, 73 Warren Street, Newark, NJ 07102,

USA.

* Inorganic and Physical Chemistry Department, Indian Institute of Science, Bangalore, 560 012,

India

* To whom correspondence should be addressed. E-mail: fjackle @rutgers.edu

S1



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

4.061

4.052

4,830
—
\_4.042
4061

_—4.834

————4.803

—4.830
—4,807

_ a.807

—4.834

i
4.803

4,798

—. Y |

‘ .

Figure S1a. "H NMR spectrum of 2 in CDCl; (25 °C)
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r'Sequsnce: s2pul
olvent: COC13

Temp. 25.0 C / 298.1 K
User: 1-15-87
INOVA-500 ‘"newnmrS.rutgers.edu"

Relax. delay 1.000 sec

Pulse 47.8 degrees

Acq. time 0.200 sec

Width 32935.4 Hz

2364 repetitions

OBSERVE B11, 160.4113375 MHz
DATA PROCESSING

Line broadening 5.0 Hz

FT size 16384

Total time 10 hr, 4 min, 25 sec
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Figure S1b. ''B NMR spectrum of 2 in CDCl; (25 °C)
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Pulse Sequence: s2pul

now®
Solvent: cDSOD S35
Temp. 25.0 C_/ 288. o
User: 1-14-87 N RRR
INOVA-500 "“newnmr5.rutgers.edu™ S J
d

Relax. delay 2.000 sec N -
Pulse 47.6 degrees ~

time 1.340 sec o
Width 40000.0 o
19360 repetitions

OBSERVE C13, 125.7183354 MHz
DECOUPLE H1, 499.9774736 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 1.0 Hz

FT size 131072

Total time 59 hr, 31 min, 44 sec
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Figure Slc. °C NMR spectrum of 2 in CDCl; (25 °C)
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Figure S2. Ellipsoid representations of 2 independent molecules in the unit cell of 2. Thermal
ellipsoids drawn at 50% probability level; hydrogen atoms are omitted.
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Figure S3. MALDI-TOF MS data of 2 (+ mode, benzo[a]pyrene matrix).
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Figure S4a. 'H spectrum of 3¢THF in d®-DMSO (25 °C).
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11B NMR, 1,2-[fcB(OH)]2
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Figure S4b. ''B NMR spectrum of 3¢THF in d°-DMSO (25 °C).
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Figure S4b. >C NMR spectrum of 3¢THF in d°-DMSO (25 °C).
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Figure S5. Ellipsoid representations of the main molecules in 3, 3acetone, and 3*THF. Thermal

ellipsoids drawn at 50% probability level; hydrogen atoms are omitted except for the O-H
hydrogens.
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Figure S6. Illustration of hydrogen bonding interactions in solvent-free crystals of 3.
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Figure S7. Comparison of UV-Vis spectra of 2 (CHCl;) and 3 (THF).



